Source of material 7-Methoxy-4'-hydrogenisoflavone (1.0 g) was slowly added to sulfuric acid (98 %, 10 mL) with stirring. The mixture was heated at 333 Κ for 0.5 h. After being cooled at room temperature, the mixture was added into an aqueous solution of saturated sodium chloride (200 mL), colorless precipitate began to occur. 4 h later, the precipitate was filtered and washed with saturated sodium chloride solution until the pH of filtrate was 7. An aqueous solution of S1CI2 · 6H2O (10 %, 5 mL) was mixed with the precipitate (0.5 g) in water (10 mL) and the title compound was obtained after 24 h. Colorless prism-like crystals suitable for X-ray analysis were obtained by slow evaporation from water at room temperature in 76 % yield.
015, OI6, 017, 018, 019, 020 and 021 from the coordinated water. The 7-methoxy-4'-hydroxyisoflavone-3'-sulfonate moiety is not only isolated anion as it is in its salts of magnesium [ 1 ] or cobalt [2] , but also ligand of the cation. The ligand consists of a benzopyranone moiety, including a phenyl ring A (C4 -C9) and a heterocyclic ring C (Ol/Cl -C4/C9), a phenyl ring Β (C10 -CI5), a hydroxy group, a methoxy group and a sulfo group. The anion is also constructed by a benzopyranone moiety, including a phenyl ring A'(C20 -C25) and a heterocyclic ring C'(08/C17 -C20/C25), a phenyl moiety B'(C26 -C31), a hydroxy group, a methoxy group and sulfo group. The atoms of benzopyranone moiety of the ligand or the anion are coplanar, indicating by the mean deviations from their least-square planes being 0.013 A and 0.026 A, respectively. Two rigid ring systems are rotated by 61.9° between Β and C, and by 137.3° between B' and C' with respect to each other to avoiding steric conflict. Furthermore, there are six lattice water molecules and the oxygen atoms of them are 022,023,024,025,026 and027. The six lattice water molecules are linked via nine kinds of directed O-H-O hydrogen bonds. Water molecule 022 link the caibonyl of the ligand and the coordinated water 015 via 022-H48-02 and 015-H33-022 hydrogen bonds. Water molecule 023 acts as hydrogen donor, via H49 and H50, to oxygen atoms 06 and 026, respectively, thus a bifurcated hydrogen bond is formed and bridges the lattice water and sulfo group of the ligand. Water molecule 024 links the other sulfo group of the anion and coordinated water 021 via hydrogen bonds 024-H51-012 and 021-H45 024. 025 interacts with hydroxy group of the ligand via hydrogen bond 04-H4-025. Water molecule 027, which acts as a bridge, joins the hydroxy group of the anion and coordinated water via a tri-centered hydrogen bond formed by Oll-Hll-027 and 019-H41-027. These nine kinds of hydrogen bonds are all strong indicated by Η-Ο distances ranging from 1.87 A to 2.25 Α, Ο-Ο distances ranging from 2.66 A to 2.92 A and bond angles ranging from 139° to 173°. Furthermore, aromatic π-π stacking interactions exist between A and A', A and C, A' and C' with inter-centroid distances being 3.420 Ä, 3.546 Ä and 3.436 Ä, respectively. The hydrogen bonds which connect the molecules to layers parallel to the a,b plane and aromatic π-π stacking interactions assemble the title compound into a three-dimensional network. ( 
